Figure S2
Local densities of states (LDOS) projected on the outermost (left column) and central (right column) layers of 2d-P with different thicknesses computed using optB88-vdW functional. All energies are given with respect to the vacuum level.
Figure S3
Integrated layer-resolved local densities of states (LDOS) for 5-layer 2d-P, 2d-SiP(Cmc2 1 ), and 2d-SiP 2 (Pnma) computed using HSE. The k-point grids adopted in HSE calculations are scarcer compared to those in optB88-vdW (see Table S1 ). The integrated LDOS are calculated by integrating the LDOS over energy and given with respect to that for VBM (or CBM).
Table S1
The k-point grids used in different calculations. The 6×2×1 supercells (144 atoms) are used for BOMD simulations and the conventional standard cells are analyzed otherwise. 
